. Structures of reaction complexes, transition states and intermediates for Michael addition of nitromethane, CH3NO2 (a), and deprotonated nitromethane, CH2NO2
-(b), to coumarin 1 (only σ-skeleton is shown; interatomic distances in Å, angles in degrees). Figure S2 . Structures of reaction complexes, transition states and intermediates for O-atom migration assisted by a water molecule (a) and assisted by a water molecule in acidic solution (b) . (only σ-skeleton is shown; interatomic distances in Å, angles in degrees). Tables   Table S1. Reaction and activation energies, Erea and Eact (in kJ/mol), for various reaction steps calculated as single point energy at MP2/6-311+G* level accounting the solvent effect by PCM. The corrections for the zero-point vibrational energy, ZPE (in kJ/mol), and entropy corrections, Stot and Svib, are obtained from frequency calculations at B3LYP/6-311+G* level. T is equal to 298.15 K. 
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